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Figure S1 S22 Table S2 S23 Table S1 . Lipophilicity, Relative OPLS 2005 energies and geometrical features of conformers within 5 Kcal/mol from the lowest energy conformation. Atoms used to calculate geometric features are described in Figure 3 of the main text. Figure S1 . Superimposition on the inosine ring of conformers within 10 kcal/mol from global minimum: A) cbIDP (10, grey), B) cpIDP (11, pink), and C) cpIPP (13, green). Non-polar hydrogens were omitted for sake of clarity. Oxygens were reported in red, nitrogens in blue, phosphates in magenta, hydrogens in white. Table S2 . Lipophilicity, Relative OPLS 2005 energies and geometrical features of conformers within 10 Kcal/mol from the lowest energy conformation. Atoms used to calculate geometric features are described in Figure 3 of the main text.
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